Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.002 Å; R factor = 0.032; wR factor = 0.086; data-to-parameter ratio = 13.9.
In the crystal structure of the title compound, [Mg(H 2 O) 6 ]-(C 7 H 5 O 6 S) 2 Á2H 2 O, the octahedral complex cation lies on an inversion centre and is hydrogen bonded through the coordinated water molecules to the substituted benzenesulfonate monoanions and the water molecules of solvation. These interactions together with a carboxylic acid O-HÁ Á ÁO(sulfonate) association give a three-dimensional structure.
Related literature
For the structure of the isotypic Mn Table 1 Hydrogen-bond geometry (Å , ). (Ma et al., 2003b) and Ni (Ma et al., 2003c) and Zn (Ma et al., 2003e) .
The coordinated water molecules are involved in a number of O-H···O hydrogen-bonding interactions with sulfonate and carboxylate O acceptors of the uncoordinated 5-SSA monoanions and the water molecules of solvation (Table 1) and together with a carboxylic acid O-H···O sulfonate hydrogen bond form a three-dimensional structure (Fig. 2 ). In the anion there is the intramolecular cyclic phenol O-H···O carboxyl hydrogen bond which is invariably present in this monoanion (Ma et al., 2003a) . One H of one of the coordinated water molecules (H22W) has no reasonable acceptor in the structure.
Experimental
The title compound was synthesized by heating 218 mg (1 mmol) of 3-carboxy-4-hydroxybenzenesulfonic acid (5-sulfosalicylic acid) with an excess of MgCO 3 in 50 ml of 1:1 ethanol-water under reflux for 10 min. After completion of the reaction, the unreacted MgCO 3 was removed by filtration and the solution was allowed evaporate to incipient dryness at room temperature, giving small colourless prisms of the title compound from which a specimen was cleaved for the X-ray analysis.
Refinement
Hydrogen atoms involved in hydrogen-bonding interactions were located by difference methods and their positional and isotropic displacement parameters were refined. Other H-atoms were included in the refinement at calculated positions [C-H = 0.93 Å and with U iso (H) = 1.2U eq (C), using a riding-model approximation.
Figures Fig. 1 . Molecular configuration and atom naming scheme for the cation, anion and water species in the asymmetric unit of the title compound. Inter-species hydrogen bonds are shown as dashed lines and displacement ellipsoids are drawn at the 50% probability level. For symmetry code (i): -x, -y, -z. Hall symbol: -P 1 Mo Kα radiation, λ = 0.71073 Å a = 6.8694 (4) 0.0175 (6) 0.0402 (7) 0.0254 (7 Symmetry codes: (ii) −x+1, −y, −z+1; (iv) −x, −y, −z+1; (viii) x, y−1, z; (ix) −x, −y+1, −z; (x) −x+1, −y+1, −z; (xi) x, y+1, z; (v) −x−1, −y+1, −z+1.
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